C 8 H 8 ClNO 9 , monoclinic, P21/n (no. 14), a = 7.1284(3) Å, b = 8.5538(5) Å, c = 18.7089(10) Å, β = 99.760(2)°, V = 1124.26(10) Å 3 , Z = 4, Rgt(F) = 0.0381, wR ref (F 2 ) = 0.1031, T = 150 K.
0.01 mol) was dissolved in 6 M HClO4 (10 mL) in a flask equipped with a stirrer and stirred under room temperature for 10 min. Then the solution was filtered and let evaporate at room temperature in air. Colorless single crystals were obtained after five days, yield: 86.8% (based on 5-aminoisophthalic acid).
Experimental details
The structure was solved by direct methods with the SHELXS-2018 program. All H-atoms from C atoms and N atoms were positioned with idealized geometry and refined isotropic (U iso (H) = 1.2Ueq(C) or 1.2Ueq(N) for all H atoms) using a riding model with C-H = 0.950 Å and N-H = 0.91 Å. The water H-atom positions were fixed as found (O-H = 0.846-1.043 Å, with U iso (H) = 1.5Ueq(O)).
Comment
In general, 5-aminoisophthalic acid and its derivatives are the raw materials of contrast agents and dyes. 5-Aminoisophthalic acid is adapt to crystallize in the form of zwitterion [5] [6] [7] [8] . To the best of our knowledge, only two examples of 3,5-dicarboxybenzenaminium salts have been characterized structurally: one is the sulfate salt [9] , and a nitrate salt [10] . The crystal structure of the perchlorate salt of the ligand has not been reported. Thus, we herein report the crystal structure of 3,5-dicarboxybenzenaminium perchlorate monohydrate. As shown in the figure, the title compound, the molecule formula of C 8 H 8 ClNO 9 , crystallizes in the monoclinic space group P21/n with one crystal water molecules. The title compound is a perchlorate salt of 5aminoisophthalic acid. The amino group is protonated to form the organic cation, which is countered by one perchlorate anion. There are three kinds of hydrogen bonds: O-H· · · O(carboxyl), O-H· · · O(perchlorate), N-H· · · O(water) and N-H· · · O(perchlorate), which link the moieties to a three-dimensional supramolecular structure. All bond lengths and angles of the title compound are comparable to its analogues [9, 10] .
